. a) Best docking pose of adenosine obtained with SwissDock web server and considering human A2A receptor (PDB code: 2YDO), as protein input, with thioglucoside, crystallization helper molecules; b) SwissDock best-docked pose of adenosine considering human A2A receptor (PDB code: 2YDO), as protein input, without the crystallization helper molecules; c) superimposition of SwissDock best-docked poses obtained with and without the crystallization helper molecules. d) Enlargement of the superimposition viewed from the extracellular region, green for adenosine in the best-docked pose with thioglucoside, red for the protein in the best-docked structure with crystallization helper molecules, pink for adenosine in the best-docked pose without crystallization helper molecules, purple best-docked structure without crystallization helper molecules; yellow for crystallization helper molecules. Figure S2 . a) X-ray structure thermostabilized human A2A receptor with adenosine bound (PDB code: 2YDO),[28] b) PatchDock best-docked pose obtained with adenosine as a ligand and considering human A2A receptor (PDB code: 2YDO), as protein input, with the crystallization helper molecules. c) Superimposition of the reference complex (PDB code: 2YDO) and best docking pose of adenosine. d) Enlargement of the binding pockets viewed from the extracellular region; blue for receptor in the Xray reference structure (PDB: 2YDO); cyan for adenosine in A2A receptor reference structure (PDB: 2YDO); red for the protein in the best-docked structure; green for adenosine in the best-docked pose; yellow for crystallization helper molecules. Binding Pocket (1) -residues with more than 10 contacts; E (2) -extracellular region; T (3) -transmembrane region; C (4) -cytoplasmic region. (1) -residues with more than 10 contacts; E (2) -extracellular region; T (3) -transmembrane region; C (4) -cytoplasmic region.
